Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.026; wR factor = 0.060; data-to-parameter ratio = 26.0.
Related literature
For related literature regarding the structure of the racemic compound, see: Arora & Bates (1976) . For related literature on the toxicological effects, see: Allolio & Fassnacht (2006) , Benecke et al. (1991) , Bergenstal et al. (1960) ; Cantillana et al. Table 1 Selected interatomic distances (Å ).
Cl1Á Á ÁCl4 i 3.4370 (5) Cl2Á Á ÁCl3 ii 3.4888 (5) Symmetry codes: (i) Àx þ 2; y À 1 2 ; Àz þ 1; (ii) Àx þ 1; y À 1 2 ; Àz.
Data collection: CrysAlis CCD (Oxford Diffraction, 2008); cell refinement: CrysAlis RED (Oxford Diffraction, 2008); data reduction: CrysAlis RED; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: DIAMOND (Bergerhoff, 1996) ; software used to prepare material for publication: PLATON (Spek, 2003) and SHELXL97.
(2S)-1,1-Dichloro-2-(2-chlorophenyl)-2-(4-chlorophenyl)ethane
T. Cantillana and L. Eriksson

Comment
The title compound is commercially available as a racemate which has been structurally characterized earlier (Arora & Bates, 1976) . When purifying and separating the two enantiomers of the racemate, one of the enantiomers, the title compound easily formed crystals while the other enantiomer only formed an oil upon crystallization attempts. A salient feature of the racemic compound o,p'-DDD (Mitotane) is its selective toxicity to the adrenal cortex. It has been used for 40 years for treatment of adrenocortical carcinoma (ACC) (Bergenstal et al., 1960) and Cushing's syndrome (Benecke et al., 1991) . The efficacy and potency is however low, and o,p'-DDD treatment is frequently associated with severe side effects (Allolio & Fassnacht, 2006) . The differences in toxicity of the two enantiomers of o,p'-DDD and the pharmacokinetics connected with these two compounds has recently been examined in Göttingen mini pigs and will be reported elsewhere (Cantillana et al., 2009) .
The crystal structure of (I) shown in Fig. 1 show normal bond distances and angles. The dihedral angle between the two phenyl rings is 76.83 (5)°. Both phenyl rings are planar within 0.01 Å with the Cl3 deviating 0.103 (2) Å from the least square plane calculated from C3→C8 and the Cl4 deviating 0.048 (2) from the least square plane of C9→C14. All four chlorines are involved in the intermolecular Cl···Cl contacts between the different molecules building up a corrugated layer extending in the [010] and [101] directions. The title compound has a considerably higher density, ρ≈ 1.562 g/cm 3 compared to the racemate, ρ≈ 1.514 g/cm 3 (Arora & Bates, 1976) . A tentative model for the higher density of the pure enantiomer is that it may be a result of the more numerous intermolecular short halogen-halogen contacts.
Experimental
The title compound was purified from a racemic mixture present in the commercially available product, 1,1-Dichloro-2-(2-chlorophenyl)-2-(4-chlorophenyl)ethane (o,p'-DDD) using high performance liquid chromatography (HPLC), Shimadzu LC-9 A (Kyoto, Japan) equipped with an UV detector, UV100 from Spectra-Physics (Fremont, USA) and a permethylated γ-cyclodextrin column, Nucleodex gamma-PM (250 x 10 mm, 5µm, Macherey-Nagel GmbH & Co, Düren, Germany). The detection wavelength was 240 nm and the flow rate was 4 ml/min and injection volume of 200µl. The mobile phase was methanol:water (80:20) and 1% triethylamine:acetic acid (1:2 v/v). Thin plate-like crystals suitable for X-ray analysis were obtained upon recrystallization from methanol.
Refinement
The hydrogen atoms were geometrically positioned at C-H distances of 0.95 and 1.00 Å for the aromatic and methine hydrogen's. Both types of hydrogen's were given U(iso) = 1.2U eq (C). The completeness of the data increases to 0.994 if one cuts the reflection data at 2θ = 50°. (7) 0.0162 (7) −0.0061 (6) 0.0054 (6) 0.0018 (5) C6 0.0210 (7) 0.0189 (7) 0.0129 (6) 0.0025 (6) 0.0052 (5) 0.0020 (5) C7 0.0173 (7) 0.0212 (8) 0.0202 (7) −0.0024 (6) 0.0039 (6) 0.0019 (6) C8 0.0171 (7) 0.0174 (7) 0.0206 (7) −0.0043 (6) 0.0037 (5) 0.0021 (6) (14) C9 0.0156 (6) 0.0138 (7) 0.0154 (6) 0.0041 (5) 0.0034 (5) 0.0005 (5) C10 0.0205 (7) 0.0166 (7) 0.0172 (6) 0.0015 (6) 0.0070 (5) 0.0021 (6) C11 0.0186 (7) 0.0203 (8) 0.0205 (7) 0.0034 (6) 0.0081 (6) 0.0048 (6) C12 0.0263 (8) 0.0224 (8) 0.0163 (7) 0.0089 (7) 0.0077 (6) 0.0029 (6) C13 0.0258 (8) 0.0189 (8) 0.0158 (7) 0.0070 (6) 0.0020 (6) −0.0012 (6) C14 0.0146 (6) 0.0126 (7) 0.0185 (6) 0.0029 (5) 0.0013 (5) −0.0002 (5) Cl4 0.01702 (16) 0.01679 (17) 0.02510 (18) −0.00235 (13) 0.00201 (13) −0.00440 (14) Geometric parameters (Å, °) C1-C2 1.528 (2) C7-C8 1.381 (2) C1-Cl1 1.7831 (15) C7-H7 0.9500 C1-Cl2 1.7855 (14) C8-H8 0.9500 C1-H1 1.0000 C9-C14 1.398 (2) C2-C9 1.526 (2) C9-C10 1.400 (2) C2-C3 1.526 (2) C10-C11 1.390 (2) C2-H2 1.0000 C10-H10 0.9500 C3-C4 1.392 (2) C11-C12 1.379 (2) C3-C8 1.399 (2) C11-H11 0.9500 C4-C5 1.391 (2) C12-C13 1.382 (2) 
